In our recent Letter on the behavior of H in Cu 2 O, we reported that interstitial H preferred to occupy the tetrahedral interstitial site in all three charge states, which was contradictory to the common perception that interstitial H in oxides prefers to form an O-H bond to a single O atom when in the þ1 charge state. This discrepancy was caused because we only plotted the charge states of H tet i , as this was that lowest energy neutral interstitial position. While H does prefer to adopt the H tet i position over the majority of the band gap (specifically for the 0 and À1 charge states), we now find that for low Fermi levels (below $0:85 eV above the valence band maximum), the H AB2 i in the þ1 charge state is the most stable, bringing the behavior of H in Cu 2 O more in line with the behavior of H in other oxides.
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The caption for Fig. 2 correctly states that it is the spin density formed for H tet i , but the text incorrectly identified it as being formed by the donation of the H electron to the Cu. In fact, the H atom interacts with the Cu based valence band covalently to form bonding and antibonding states. The bonding state is filled, and the plotted density in Fig. 2 represents the single electron in the antibonding state. Because of the covalent nature of the interaction, this state is spread over both the H and Cu atoms. Despite these changes, and within the limitations of supercell size employed in these calculations, the major conclusions of the Letter remain unchanged: H will not act as an effective donor in Cu 2 O, which is opposite to how it behaves in n-type oxides, and H will bind strongly to any V Cu in the system, impeding the p-type conductivity.
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